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w m m 

[oooi] tt, &^>$^—^yrfrz\zmvitmtftn&&ATfimmz&u mz. 

, RHFCrfrJBI^ — hV — -7*y# Restricted Hartree-Fock) feiZ&Z><fr^tyM$YW- 

[0002] m¥4k¥m&<D&m*ttnmBffi<?>mmz£<>x. h-uku^ frf-nmst. %o 

[0003] ^^W^milife^«V^od^<D#^Sfc?,^, tt<D±.*-*A'4?— 
[0004] Hfcl] 

= SCe (D 

[0005] ^(DK&V vC, fmrtt-MtX'&Zft^Z.&tfZm^FWlM (AO ; Atomic Orbital) <D%L 
5>T-fL)l (MO; Molecular Orbital) <D^M^i~^^. F, Sfct, Wf tl^NXN 

[0006] GR2] 
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N r ii 

F rs = H rs +J2 A« (rs\tu) - =(rt\su) (2) 
t,u=l L Z J 

[0007] £^Drate£fT#IWWttU !&(3)<D£0\ZMO&mC\z£^Xfem£frX\,^ o 
[0008] [|fc3] 

occ 
i=i 

[0009] r^T% |E^- 2 Wocc'lt «^2S ^i-^^flalt-oV ^T<Dfp-efc5^£^ 
L-Cl^o S, H, (rs | tu){2. &*,m?£'9mft. Y&TW*. 2f^i^i^M 

r 

[0010] [g£4] 



roo 
-oo 



J—oo 



3 



-~ L 2 V |r-^|J^ 

(r S |i«)= f° ^(1)0 S (1) -^^(2)^(2)^3: (6) 
y— oo "i2 

[0011] fE-^E ^*D^"core"fi, JjjH^ldoV ^X^UXh^t^m^o t^X^l) 

<Dj7U£:*M<<DiZ.m\t^thZ><Dtf, g B#^*^(D^(SCF(Self-consistent 

[0012] scFjgrete, <t<^o^Tv^^9^^ 

[1] MO#^C^««tffly^*^S; 

[2] &mftp\r>&Mommcfrt>M#>z>; 

[3] #Wxfc^*T^jD£teV\ ^^^JF^^S; 

[6] &mftf\\r>frmk^t£<teZ>'&X\ [3]d^[5]*T^<«9^-T; 
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[0013] SCFm<DflrWlZ.m^X, %<D&^#ffi<DXm&tel3]<07^y*nmF<DtY& 
"CfcSo *r<Z«fflfcri, 2«^fg$Xrs I tu) (D$YW*N i mmVte1rfrtbX'$>Z> 0 — ftff 

[0014] iO^«fcatflsthl|ESrilS3Sl!l^fr*-«*feibT, 0H;Ui, #HS! 2000-293494 

ftffXffcl : ^112000-293494 
#^^2: #§12001-312485 
#l*3:gfc3 : #§11^9-050428 
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[0016] j^ubt?^ nmm?y*?<D£?temm%Ywm^^j*&m^^tcbvxh. 

m-rz>^m<Dm$:x&z> 0 ii3<Dnnm±x$YWirzw>&iz.te$\-nmzi/i6Kir 

xzzak %twm&mmx%fr\t£btezmmm^ti:tf%<DX\ z.<D£?ttm<D 
m&femmx&% 0 

[0017] ^x^mm<D p mz, &mnm&ftW\L,xh. T/wyxAox^^o-ctf-^ 

[0018] *&W<D%\(D § tfjte, m8ffim&&&LXi>. T;VdtyXJ»<DJL$:\Z.£oX% s tW* 

Mmizftz.z>£?izx$, ±mm%tw&-*imizu ftm*sYWx$f&^x\,^ 

[0019] *KW(D&mnwirm*. mk<D^%mfrhtt$Ynm?7***femir%$km 
t^mnn^mmi(DU^&nm^mvx^tih(Dmmi<Dn^s.nm^m. 
m(D$Ynm±^ftMvx% t ®i'tz&m. ^(D^^mn^mm^wmm 
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[0020] z.(D&ms\-wj?mte. ±&vttRHF%k<Df\-mmi,tch<D-vhZo izxti 

mM&$Y4mmmu 2m^«^^*3^5(rs i tu)<=>(tu i rs) <Dmt&&mzbx 
, t$b^nmm&Mfffi'tz>£?Kvxh£\<\ 
[0021] *mw(D&m$Ywmmte. ^m.^m^n^-hv—^^y^(D$Y^m 

^^<Dm<D^wm^^x^^mnm^m^mir^mmmm^ n^mm 

[0022] «\ mmnmzfrmvt^-h})- • y^y^m^^mKm-r^wx^ 

mm*mz~mm&irzbiz£mmm&muistc.h<Dxfoz> 0 *&w<D*m*. %y 
%mm^^^±.^(D^mmz.(D^m^ir^mx^(Dx\ ^^^^tv 
-?z&pmmtt^tx±mm$Yn&-*smK-fz>bbbh^ frw^mzmm-tz 
z.b**imz-r% 0 

[0023] mi^m^vmmm^wm^^pc^y^b^xm^iitc^mm<Dmm^ 
-mm<Dm\sYwmm<DMf&*^?*viy?mxhz> 0 
m2i&$twm<DWiimm?m&&^iry*viy?mxhz> 0 

[04]y-Kit4o^{c43it^^(Rs) (fr?m(RS)) (c^-i-^^jin^^bfeig 
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mx-$>z> 0 

[|El8]|g6tc:^Lfc^Jll^^^^i-<##liLLfc®-e^ 0 
[I39]y-K»[4«>^#, 2«^#(RS I TU)£(m | n)tt#EL, ftmXhZt?*. 

[01O]/-K^9<D^. 2«^»#(RS | TU)£(m | n) tffEU *T?IJ-C&5t 
2w&L-C\ 2«^^OW-^L^fT<©Wil^Ki-S|g|-t?fe5o 

[0024] *HJfe^tgT?tt, mi\z^£5ftWr^??x*tttt4m**VM&mftn 

m&mfevx^Zo muz.^ir^m<Dmm<D~ ^n-in^f^H:, initio 

[0025] BlK^Ufcfcl-ett, IfJHi^^W:, ««C"&(^-e»4n^)©fmt«l -1 

1 n 

1 n 

1 D 

[0026] 02^, ±.^tcnn^7^^m^ir^^wm^m^mmmm^vtc 
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n mz&ftftm K#«iyc#y-K ( tYwm^xf&mj&i-z&m-nm) k#irjl 

\ #y-Ki~#:b^fhl^Ti«o1#*rtL-CV ^Z>1ftftnmizM^X3bZ>Wtt(Dl® 

fin mz.m^xwiw*ft?kbi>i^ y-mx^x^^nm^mmu ^ 
x^^ntmmt^mrMir^tKXox, mmtbte&&mz-&7*v?nm)&n 

{jHj#SBl4^ &mrthtix\^ 0 

[0027] #Cl^ ^«St-^^^OJ:5^M^J^^^ffl V ^fc. ^m*JD£##Jb 

^fe^i^^-e^ mmn m*m$i(D : &ftmm.ftm\z-ft& iu \?mx 

[0028] ^7!7^n^ffiicbT, ;^;y 7*101 ^*3V>T, ;#!^*<D^^ii£Ti=0£-r5 

o ^^102^^ ^ n^l^P^U ^^103^4oV^ x 2^^-^^ 

pciuuisijoy— Kd^^^StT^J^^btbT^S^-c. y— KPcm, y— kpc 

tc^-f-^o £fcy-KPC2te, ^LTV^c§P^SfT^J^b^J3'J©y-K^^ 

[0029] ^b-C, ^5/^105^^V *V^Zn1)K y—YW. (tttt^W-mm f-^fc 
&v^^5a>£¥U^1-3 0 n<y—h*m<Dm&fcte. ^rvf\02—\0A(D^m^:Wk 
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[0030] ^mm(D^mn^mn±^tz.h(Dizm^n^h(Dxu^\ mmztizyn 
frnm^m&<Di&m&mvi-rz>z.biz£<>x^ MTiz.m.wi-%£5i^ ^m^mm^ 

[oo3i] r^m^stf mm» 

[0032] imi 

N r in 

F„ = ^ + £ A« (r«|*u) - x(rt|3u) (7) 
t,t»=i L z J 

[0033] 5£(7)^:fcl^T, ^J^bTV^<D«. F , H , D (r, s, t, u=l, — , N)X&>% 

rs rs tu 

o nm<D&n&A£o. nmzm-rx?^ r, s, t, v&&* 2^<Dmmz.&m-rz> 0 
[0034] \m\ 

m,51,Tl,CTl = l,...,JV/2, R2 > S2,T2,U2 = N/2 + l,...,N, (8) 
[0035] K:««Sr^fai- ^Jte4ok:##J£*L5o ^fJ^^fcgp^fr^JSr^: 

[0036] [»7] 

if(ll) = F mS i #(11) = Hmsi D(aa) = Drwi \ 

F(21) = F R2S i H(21)=H R2S1 D(ba) = D T2U1 

F(12) = F RlS z H{12)=H R1S2 D{ab) = Dr W 2 

F(22) = F mS 2 H{22) = H mS i D(bb) = Dt2U2 / 

[0037] £fc, rtLb^^i:*T^i-#^-d«, ^:(lO)<Dj;5{-^-r-^^t-So 

[0038] \m\ 
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F(RS) = {F(11),F(21), F(12),F(22)} 
H{RS) = {J?(ll),ir(21), Jf(12),iT(22)} 
D(TU) = {D{aa),D(ba),D(ab), D(bb)} s> 



(10) 



[0039] ZJDU&nm*. 4o©/-K(tH)t*)^Ba-t-5o /-K^^Pll, P21, P12, 

m*&m£tiitftn&®i&&mvm (s-o) tw&^tiz.-rz> 0 

[0040] [#[9] 



Pll : F{U),H(ll),D(aa) \ 

P21 : Fi21),H(2l),D(ba) 

P12 : F(12),H(l2),D(ab) 

P22 : F(22),H(22),D(bb) / 



(11) 



[0041] 5*X7)fc*5tt3t. u^oV n-C<^^P«, ^f^tot ^TtHf U&tttbtfJ&fe^V * 

as, KKirtftaeff judo— *BJ*fiy*$Hrv^««Tfc<o-c^ ^o^retttn* 

5^-fe*s*)So ^£5£(7)£5£(12)~(14)(D «£? fctH^S^-CfcSo 
[0042] [JfelO] 

Pll : F(ll) = #(11) + D(aa)G{llaa) + D(bb)G{llbb) + D(ab)G{Uab) + D{ba)G(llba) 
P21 : F(21) = #(21) + D{ba)G(2lba) + D(aa)G(21aa) + D{bb)G{2lbb) + D{ab)G(21ab) 
P12 : F(12) = H(12) + £>(ofr)G(12a6) + D(ba)G{12ab) + £>(ao)G(12o6) + D(bb)G(12bb) 
P22 : F(22) = if(22) + D(bb)G{22bb) + D(ab)G{22ab) + D(ba)G(22ba) + D(aa)G(22aa) 

■•■(12) 

G{RSTU) = (RS\TU) - ^(RUfTS) (13) 
R = {R1,R2}, S = {S1,S2}, T = {T1.T2}, t/ = {tfl, t/2}, (14) 

[0043] 1, 2{iR, S<DU&mm&&V. a, bOT, Utf>*|S#flM*«r^-t-©-C. ^iak 

KP11— P22_kX<Dt\-%&mVX%><9, tHM&m)m (S-O) -e«af23g3retH*-C 

#s 0 m3m£xm-£. mmnmT>^mmj-cMxm^\^nx^t^\ ^x% & 

So --T% ®<D(S-0)-(S-3)tt, ^{^oT^kbfc^SH^^Sff-CfeSo 
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*Mm^jD(atOfc&B-f pii, P2i, P12, P22<Dm\z.mm~rz>zk&'frfrz 

o igfcl, /-KP21tcaS-fSt % D(ba), D(aa), D(bb), D(ab)tf>JlKfcg&#?gg*T?IJ 
[0044] Bfell] 

P(l) = Fll, P(2) = P21, P(3) = P12, P(4) = P22 (15) 
[0045] ^(D£?iZ-i-%k, £XT(D£?f£TsV=fV7:j±K£oX, ±f£,<Dmmiz£Z&r&Y3&& 

[0046] [l] F<D-8B#£H-ir-r5; 

[2] /-KP(i)te, @fe^*ALTV^gP^^fT^J?rP(i+l)^fsi-5; 

[3] /-KP(i)iS, PCHl)«s*ftlftUTV^»^*aEff50SrSrt»5; 

[4] [l]-[3]Sry— K©Jfc/SW»3g-r. 
[0047] fcfcU 4/-K-C%X.TV ^<7)T\ K#^fcttJ3#tt^#MM£i=i+4&B&i- 
„ I25CDJ;5f-. /--KO#:fcitOlHlic(^"e«:4[Hl)^§rfT9i:, »^*ftff^l«s 

[0048] ««SJ2. -m^[lI^StT^J&» 

©««Srfflv>5ii:lcj;9, *#tH*«r¥8fctt:8feU tfltW*l£M*i1-5J:5KL-C 

[0049] G&12] 

J " = EEA»(«N (16) 
t=lu=l 

t=l5=l 
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[0050] ^-ej, , ?—Kismfrb&wm$r(nfn*^-rftmx*ibz>o z.ti&, mm 
[0051] mitt 

Pll : f(ll) =^(ll)+J(ll)-iir(ll)/2 \ 

P21 : P(21) = H{21) + J(21) - if(21)/2 | ... „ 

P12 : F(12) = Jf(12) + J(12) - JiT(12)/2 1 ' 

P22 : F(22) = H (22) + J(22) - JiT(22)/2 / 

Pll : J{11) = D{aa){Xl\aa), J(ll) = £>(66)(11|M>), J(ll) = £>(a&)(ll|a&), J(ll) = £>(6a)(ll|ba) 

P21 : J(21) = £>(6o)(21|6a), J(21) = £>(oo)(21|oo), J(21) = £>(»)(21|M>), J(21) = £>(a&)(21|a6) 

P12 : J(12) = i?(aii)(12|o6), J(12) = jD(6a)(12|6a), J(12) = D(aa)(l2\aa), J(12) = JD(M»)(12|K>) 

P22 : J(22) =D(»)(22|N>), J(22) = X>(aA)(22|o6), J(22) = D(6o)(22|6o), J(22) = X>(aa)(22|oo) 

Pll : K{la) = D(al)(ll\aa), K(lb) = D(61)(ll|66), K(lb) = D{al){ll\ab), K(la) = £>(61)(ll|6o) 

P21 : Jf(2a) =£>(W)(21|6o), X(2o) = I?(ol)(21|oo), Jf(26) = £)(61)(21|W>), if(26) = D(cl)(21|aJ») 

P12 : K(lb) = £>(a2)(12|ot), if(lo) = O(&2)(12|6o), JT(lo) = 2>(a2)(12|oa), if(16) = D(62)(12|66) 

P22 : A-(2i>) = £>(M)(22|K>), l*r(2&) = Z>(a2)(22|oi>), K{2a) = £>(M)(22|6o), Jf(2o) = D(o2)(22|oo) 

•■■(18) 

[0052] HCrett, #/-K-ett3*$:h^2«^S# (rs I tu) J, K<D&mfflBiZk\ZL*$V 
V&XoK&^btlX^Z,, -m^X-Zk. 2«^#(rs | tu)£-HJff-m-5f£# 

J(RS), D(TU), K(RU), D(TS)(D^^|« N ^tl^ti, 04— H7lC^cfJ:5»Ofc5 0 

k(ru)(r, s, t, ur±««)0>*sa&r±, -^itic^^sd^ Ei8(D«t5^##ti:-r 

WWMJ^fV^ i-Jfet?^. K(RU)^OV^fi, Pll<bP12 x P21i:P22(D^-e(D^ 
(ESI^*3#, — #D(TS)J3\ E|7<J;^ P11^P21, P12irP22<DP^T*Wte^*5^ 

[0053] [#C14] 

P(1,1)=P11, P(2,1)=P21, P(1,2)=P12, P(2,2) = P22 (19) 

[0054] Z.(D&5KVftkg* 

[1] K(RU)0^(i. P(i, j), (i, j={l, 2})Oi^fUV- K^©raT»©*tT*3 
*U 

[2] D(TS)<D^« % P(i, j), (i, j = {l, 2})©j^UW— Ki©reWiWTt> 
[0055] K(RU){1. (Ei^$n5»^i:teai$n*V ^#£-£^#£-r5/^ -n^^lH^fil ( 
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s-n)<wfi#^-n(=o, i, 2, -) tmmmmt(=i, 2, 3, -)xmfex%z> 0 £1* 

[0056] [$Cl5] 

t = m/jmax (20) 

[0057] ^u£fflv^£^J;»9, K(RU)<Difte}£^#;5#:#te Mfoma*i&(2l)<D£o{z.t < i:Z> 

o 

[0058] [^16] 

i = (n mod t) + 1 (21) 

[0059] ^va^z&o/— KP(i, j)-eo^ ftiHifc^KS&SnBr^ftttttwrsfcfcj&v^ 

[0060] [1] J,K©-SP5>^fh»"t-5; 

[2] pg, m. m&4kmsf&ttz>k%, &tb*mifoi-z>K(Ku)&p(i, j+D^m 
[3] pg, fcm&ms&iL-rzbz, pa, i-mmm^x^tcKmj)*^ 

[4] P(i, m, Sb^^-rSD(TS)^P(i+l, j)^{fi-^; 

[5) P(i, P(i-1, j)^^UTV^dD(TS)^tt^5; 

[6] P(k)fci\ g<briM£^«D(TU)£P(k+l)^irr5; 

[7] P(k)te, P(k-l)^tei^LTV^cD(TU)£g#&5; 

[8] [l]-[7]^y-K<D^c}t»3g-r; 

[9] 7*??ftmF&$\-w~rz>o 

[0061] fcffU k=0-Di +iX$>% 0 ^(D^mxh. ^Wijte^jWTUh^ #BEtfc 

mflT 

MtetiJMVtm (s-o) CM5o 

[0062] «M3. mmm^mn^m ^(dd) 

m^. mmm®&mftmmtu$j&xm\z^x&wi-z>o ^xn. ftmnpint 
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irZ> 0 £©#SrCH\ ^(7)^(22)— (24)<D£0fcftM~fZ o 
[0063] [#17] 

Frs = H rs + J rs — — i^rs \ 
Jrs = 

Jl rs + J2r S 

K ru = K\ ru + /iT2 rtt 

N 

</lrs = E E A»(ra|tu)cf(m,n) 

t=l,m<=n «=l,m<=n 

J2 t« = E E A-sM<«)d(m,n) 

r=l,m<=n s=l,ra<=n 
AT N 

Klru = E E AsM«ti)d(m,n) 

t=l,m<=n 5=l,m<=n 

= E E Dm(rs\tu)d(m y n) J 

r= l,m< =n tt= l,m< =t» 

m=(*-l)JV + r, n = (« - l)N + 1, (23) 
d(m,n) = 1 for m 5^ n, 1/2 for m = n (24) 

[0064] r*U3, r, slCfcoT— S^ife*5|fcmi:, t, uCiot- lCt^^$tvS|^n%ffl 

wc ^-^m^jR^^^K^2^(Dnmi^nxfYWi-^t^mvx^ 

• 2S^#(rs | tu)tt, m, n&fflwrdn | n)ig$tl5o (rs | tu) 

= (tu | rs)£V^fm&*3fOtfrC\ ^#m^n«fc<9, (m | n)&nmt^X.Z>b^ Jl, 
Klte(m | n)<D*:<Dftm(DT=ft1®ft,J2, K2fi(m | n)©_kH:fcg|5#£fr^L 
TVS5r£tofc«. ^#m^n^t>itfi«Lt, iS(25),(26)^-rj;5fc:. 5£(22)£ 

[0065] [#18] 
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Pll : F(ll) = H(11) + J(n)-l/2*iT(ll), J{ll) = Jl(ll) + J2(ll), iC(ll) = iCl(ll) + #2(11) ^ 

P21 : F(21) = H(2l) + J(21) - 1/2 ♦ K(21), J(21) = Jl(21) + J2(21), K{21) = /fl(21) + JC2(21) 

P12 : F{12) = #(12) + J(12) - 1/2 * iC(12), J(12) = Jl(12) + J2(12), Jf(12) = JT1(12) + JST2(12) 

P22 : P(22) = H(22) + J{22) - 1/2* K{22), J(22) = Jl(22) + J2(22), iC(22) = iCl(22) + 1C2(22) 



(25) 



Pll : Jl(ll) = D{aa){ll\aa)/2, Jl(ll) = D(66)(ll|66), Jl(ll) = £)(o6)(ll|o6), Jl(ll) =£>(6a)(ll|6o) 

P21 : Jl(21) = £>(&a)(21|6a)/2, Jl(21) = D(oo)(21|aa), Jl(21) = £>(66)(21|66), Jl(21) = D(ab)(2l\ab) 

P12 : Jl(12) = £>(a6)(12|a6)/2, Jl(12) = Z>(6a)(12|6a), Jl(12) = D(aa) ( 12 |aa), Jl(12) = £>(66)(12|66) 

P22 : Jl(22) = Z>(6&)(22|&6)/2, Jl(22) = D(a6)(22|a6), Jl(22) = I>(6a)(22|6a), Jl(22) =£>(aa)(22|aa) 

Pll : J2(aa) = £>(ll)(ll|aa)/2, J2(66) = £>(11)(11|66), J2(a6) = D(U)(ll|a6), J2(6a) = £>(ll)(ll|6a) 

P21 : J2(ba) = D(21)(21|6a)/2, 32 (oo) = £>(21)(21| aa), J2(66) = D(21)(21|6&), J2(a6) = I)(21)(21|a6) 

P12 : J2(a&) = £>(12)(12|a6)/2, J2(6a) = D(12)(12|6a), J2(aa) = X>(12)(12|aa), J2(66) = X>(12)(12|66) 

P22 : J2(bb) = £>(22)(22|66)/2, J2(a6) = £>(22)(22|a6), J2(6a) = Z>(22)(22|6a), J2(aa) = £>(22)(22|aa) 

Pll : Ja(la) = £>(al)(ll|aa)/2, JC1(16) = £>(61)(11|66), JT1(16) = £>(al)(ll|a6), Jitt(la) = Z>(61)(ll|6a) 

P21 : ltt(2a) =£>(61)(21|&a)/2, Ja(2c) = JD(al)(21|aa), #1(26) = D(bl)(21\bb) t Kl(2b) = D(ol)(21|o6) 

P12 : iiri(16) =£>(o2)(12|ad)/2, tfl(la) = D(62)(12|6a), Kl(la) = Z?(o2)(12|aa), #1(16) = X>(62)(12|6&) 

P22 : JC1(26) =D(62)(22|66)/2, Kl{2b) = D(a2)(22|a6), J<Tl(2a) = -D(62)(22|6a), J*Tl(2a) = £>(a2)(22|aa) 

Pll : iT2(al) = D(la)(ll\aa) /2, K2(bl) = 15(16) (11|66), JT2(al) = £>(16)(ll|a6), #2(61) = £>(la)(ll|6a) 
P21 : #2(61) = £>(2a)(21|6a)/2, #2(al) = £>(2a)(21|aa), #2(61) = £>(26)(21|66), #2(al) = JD(26)(21|a6) 
P12 : #2(a2) = Z>(16)(12|a6)/2, #2(62) = £>(la)(12|6a), iT2(o2) = ^(loKl^aa), #2(62) = £>(16)(12|66) 
P22 : #2(62) = jD(26)(22|66)/2, K2{a2) = Z>(26)(22|a6), #2(62) = £>(2a)(22|6a), #2(a2) = D(2a)(22|aa) 

■■•(26) 

[0066] £©WJ|*im«#^^ 

«M£ffli-5o fT^UKRS), D(RS)^OV^«IH4. fT^IJD(TU), J2(TU){£OV vCte 
05, fT#lKl(RU), D(RU)^oV^«IH6. fT^JD(TS), K2(TS)^oV^X«g|7^ 

L*:«sofctea6SrfT5 0 ^*>^>««CRs) f (tu), (ru), (Ts)(aorei^ 

*&5o »cm. *frS««ri:lcjgffl-e#5J:5H:. ^cm, nS:SX27)<oJ:5lJ:»#Ii:r 



[0067] [»19] 

m= (j-l)imax-N (i,i = {l,2», n = (/-l)*max+* (fc,i = {a,6» (27) 
[0068] i, jtt«i«R, S©#f{l, 2}&mU k, IttfR^T, UO^{a, b}Sr^ 0 

[0069] [^C20] 
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£#(C-1) 
m> n 

m < n 
H#(C-3) 

m = n, m+n = odd for m < n, , m + n = even for m > n 

m — n, m+n = odd for m> n,, m + n = even for m < n 

[0070] , ^#(c-l), (c-3)«ifflLfe*g-tt, Jl, J2, Kl, K2©tH|tW:ft©«t5 

[0071] 0kW (c-1) &iiJBUy&£\ Jl, J2, Kl, K2(Dtf#{i^(28)-e^$^o 



[0072] 



Bfc21] 


















Pll : 
P21 : 
P12 : 
P22 : 


Jl(ll) : 

Jl(21) : 
J1(12): 
Jl(22) : 


= Z>(aa)(ll|aa)/2, 
= D(ba)(2l\ba)/2 t 
= D(a6)(12|afe)/2, 
= Z)(66)(22|66)/2, 


Jl(ll) 


= £>(»)(11|&6), 


71(11) 
Jl(21) 


= D(a6)(ll|a6), 
= D(«0(21|M>), 


Jl(ll) : 
Jl(21) : 
Jl(12) : 


= D{ba){ll\ba) 
= X>(a&)(21|a&) 
= D(bb)(l2\bb) 


Pll : 
P21 : 
P12 : 
P22 : 


J2(aa) 
J2{ba) : 
J2{ab) : 
J2(66) = 


= £>(ll)(ll|aa)/2, 
= £>(21)(21|5a)/2, 
= Z>(12)(12|a6)/2, 
= £>(22)(22|W>)/2, 


J2(bb) : 


= Z>(11)(11|66), 


J2{ab) i 
J2(bb) = 


= £>(ll)(ll|<ri), 
= D(21)(21I&6), 


J2{ba) : 
J2(o6) = 

J2(M>) : 


= 2>(ll)(ll|6o) 
= £>(21)(21|a&) 
= D(l2)(l2\bb) 


Pll : 
P21 : 
P12 : 
P22 : 


itt(la) 
Kl[2a) 
Kl[lb) 
Kl(2b) 


= £>(ol)(ll|aa)/2, 
= £»(61)(21|&a)/2, 
= JD(o2)(12|o6)/2, 
= £>(62)(22|»)/2, 


Kl(lb) 


= D(61)(ll|66), 


iCl(16) 
JC1(2&) 


= £>(al)(ll|a&), 
= JD(W)(21|W»), 


m(la) 
Jtt(16) 


= D(bl){U\ba) 
= £>(ol)(21|a6) 
= £?(62)(12|&6) 


Pll : 
P21 : 
P12 : 
P22 : 


iC2(ol) 
Jf2(61) 
K2{a2) 
K2{b2) 


= £>(la)(ll|aa)/2, 
= £>(2a)(21|6a)/2, 
= D(16)(12|ad)/2, 
= D(26)(22|»)/2, 


K2(bl) 


= Z?(16)(11|66), 


iC2(al) 
iT2(61) 


= D(lfe)(ll|a6), 
= £>(2d)(21|K>), 


JT2(61) 
K2(a\) 
JT2(62) 


= D(la)(ll|&o) 
= £>(26)(21|a&) 
= D(16)(12|66) 



• • • (28) 



[0073] &w(c-3)&mmutm&* ji, J2, ki, K2<D$\-nnm29)x~m£ti%o 

[0074] G&22] 
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Pll 
P21 
P12 
P22 

Pll 
P21 
P12 
P22 

Pll 
P21 
P12 
P22 

Pll 
P21 
P12 
P22 



Jl(ll) = £>(aa)(ll|aa)/2, Jl(ll) = D(bb){U\bbh 
Jl(21) = D(6a)(21|6a)/2, 
Jl(12) = JD(a6)(12|o6)/2, 
Jl(22) = D(66)(22|66)/2, 

J2(aa) = £>(ll)(ll|aa)/2, J2(bb) = 2>(ll)(ll|tt), 
J2(6a) = Z>(21)(21|&a)/2, 
J2(ab) = i?(12)(12|a*)/2, 
J2{bb) =X>(22)(22|66)/2, 



Jl(ll) = £>(ew)(ll|6a) 
Jl(21) = £>(o6)(21|a6) 
Jl(12) = D(oo)(12|oo), Jl(12) = D(W0(12|66) 
Jl(22) = £)(6a)(22|fta), 

J2(6a) =/>(ll)(ll|6a) 
J2(a6) =i>(21)(21|a5) 
J2(aa) = Z>(12)(12|aa), J2(M>) = D{\2){l2\bb) 
J2(foi) =£>(22)(22|6a), 

Ja(la) = 2?(al)(ll|aa)/2 1 Kl(lb) = £>(&l)(ll|tt), Kl{la) = £>(61)(ll|&a) 

Kl(2a) = D(bl){21\ba)/2 t Kl(2b) = JD(al)(21|a6) 

Kl(lb) = D(a2)(12\ab)/2 t Al(la) = Z>(a2)(12|aa), m(16) = £>(W)(12|W>) 

iCl(2&) = X?(62)(22|»)/2, Jtt(2a) = D{b2)(22\ba) t 

K2(al) = £>(la)(U|aa)/2, K2(bl) = £>(U>)(11|6&), iC2(&l) = £>(la)(ll|6a) 

K2(61) = JD(2a)(21|fra)/2, K2(al) = £>(26)(21|a6) 

K2(a2) = D(lb)(12\ab)/2 t K2(o2) = £>(la)(12|aa), K2(b2) = D(16)(12|66) 

JT2(62) = J D(26)(22|66)/2, JT2(62) = D(2a) (22 1 6a), 

■ • ■ (29) 



[0075] ftft (c-3) , (c-4) ^y-KOff ^*^Jtg?^¥*U^^^o ff* 

[0076] [1] ^#(c-l)-(c-4)(D{pr^^^^. Jl, J2, Kl, K2<D-gP#£ff 

[2] p(i, g^>^|&^i-^Ki(RU), d(ru)£pG, j 

[3] pg, mmgkm>f&iL~r%t%, pa, j-l)^^bTv^/cKl(Ru) > d(r 

[4] P(i, g^^^r?>K2(TS), D(TS)£rP(i+l, j)^Mff«; 

[5] P(i, jM. P(i-1, j)^^UTV^^K2(TS), D(TS)£^tfI&5; 
[6] P(k)te, gfe^^«J2(TU), D(TU)?:P(k+l)-.^{f^; 
[7] P(k)te, P(k-l)^^UTV^fcJ2(TU), D(TU)£§:ft^£; 
[8] [l]-[7]^/-K(D^c^<9M'r; 
[9] J,K£fflH-3; 
[10] F^fhm«o 
[0077] fcfcU /-R#^J3\ ^(30)<D£?iZ.m&frX-X\<^ o 



[0078] [^C23] 



WO 2005/029352 



PCT/JP2004/013734 



P(1)=P(1,1) 

P(2)=P(2,1) 
P(3) = P(l,2) 
P(4) = P(2,2) 



Pll, 
P21, 
P12, 
P22 



[0079] cm ram^iu^^tT^jfe «t©2» 

[0080] ±^LfcEg«31IeI^SfT^J&-t?^ , 7— \?m^m&<DW:&\Vm . 0kft (c-3) , 

^i-#^(C0V^, -gg^t^)2m^^(rs | tu) = (m | n)£, 139, 0100 Xo 

tt> ^(c-3)(Cj:oT^U^VN(m | n)£gH~ 0 ifcfc, £-/-KP(i, j) (i, j = {l, 
2}£fcte{l, 2, 3})K^Xte^-m&$i-mrZ> 0 fYW<D\mmt. *hfcf&9*(m 
I m)^^ff^^^ N teM^«9(m | m-l)^ib-r^o ®9, 010(^0^^^ 

n<nw^m<Dfrmmpf*m^x\^ 0 Kifc9<£>^i3\ 2, 4, 6, 8^*^1-5 

1, 3, 5, 7, 90E^^§B^l-^bTff-^b$x.-rtV 

[0081] [1] Jl, J2, Kl, K2tf>— aJ^SrfUf-r-S; 

[2] P(i, Sfe^j^i-^KKRU), D(RU)£P(i, j 

[3] P(i, j)t± % <B2l^#iSricSci-5t#. P(i, j-l)#te^LTWcKl(RU), D(R 

[4] pa, &b*m®i~rz>K2(Ts), D(Ts)&p(i+2, })\z.mm-rz; 

[5] P(i, PG-2, j)/W*ftL-CV^cK2(TS), D(TS)£^tt$l5 ; 



WO 2005/029352 



18 



PCT/JP2004/013734 



[6] POOtt, &btm®i-rZ>J2(TU), D(TU)SrP(k+2)^fI1-5; 

[7] POOtt, P(k-2);W*ftLTV^cJ2(TU), D(TU)&gtt8tS; 

[8] [l]-[7]*(/-K^2)K^ft^*r*liI»l*93g-t-; 

[9] Jl. J2, Kl. K2©-SP^Srff-39t-r5; 

do] pg, teaBfefr^A-ra&s, efc^iMrt-rsKiCRu), dcru)Stpg 

[11] PG, PG. j-l)#*MALTV\fcKl<RU), D( 

RU)^lt$5; 
[12] P(i,j)}3\ ibdMftJW'f5K2(TS), D(TS)SrPG+l, 
[13] PG, j)te> PG-1, j)j&S*HttUTV\fcK2CTS). D(TS)S^tt^5; 
[14] PGOtt. BbtfSfe*frf5j2(TU), D(TU)^P(k+l)^jtft«; 
[ 1 5] P(k)f3\ P(k-1)^^UTV ^cJ2(TU), D(TU)&^:ttSl5 ; 
[16] J, K^ff-IH-S; 
[17] F4rfH!t-rS 0 

[0082] (c-4) mtl^li, (EnSaiWPS:iS!R:'t***^ tio- 0#<^<E>tei££ 

**»cff**.tfJ:v\ JblS<DT/v^yXA^[9], [15], [l], [8] 
, [16], [i7]HTfc£«rj:v\, 

[0083] «^U5. -^>fb» 

[0084] [l] 4kW (c-3) S^ffc-f-^, Jl, J2, Kl, K2tf>— SB^SrtHM-S; 

[2] P(i, ^^#^^3t-r§^#, ee>*S»JWi-5Kl(RU), D(RU)£P(i, j 
+ l)^i£{f1-5; 

[3] P(i, mm&m*f8.3LlrZ>k%, PG, j-l)^i^UTV\/tKl(RU), D(R 
[4] P(i, jM. B e>J&M&*lWSK2(TS). D(TS)£P(i+2, j){^{rT5; 
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[5] P(i, P(i-2, j)^j^UTV^cK2(TS), D(TS)£g#I&5 ; 
[6] PCk)tt, ie>*«Mfrr«J2Cru). D(TU)3:P(k+2)^ i£ft**5; 
[7] P(k)te, P(k-2)^^LTV^2(TU), D(TU)£gtfIfr<5; 
[8] Jl, J2, Kl. K2<0— SP^tmL-TS; 

[9] p(u)tt.*asHfetoWfefc«^ ae>^«Mfrf*Ki(Ru),D(Ru)«rpa 

[10] P(i, jMs m2k&1fr&J&*L'tSb^ P(i, j-l)^*ftLTV\fcXlCRU), D( 

[11] P(i, g*>a$te*ft1-5K2(TS), D(TS)£P(i+2, j)to£{f-r$; 

[12] P(i, P(i-2, j)aM&^LTV>fcK2(TS), D(TS)Sr^it^S ; 

[13] P(k)te, g Wte*ft1-£J2(TU), D(TU)^P(k+2)^^fi~5; 

[14] P(k)te, P(k-2)tfM&*ftLTl>*J2(TU), D(TU)£rgtt&5; 

[15] [8]-[14]Sr{U-KJt/2)-l}m*B^-r5laI«8a»«95gi-; 

[16] Jl, J2, Kl, K20— «5^SrtH|t't-S; 

[17] pg, m. mm&m-f&iL-rzbz. skaM&«frt-5KiCRu), dcru)&pc 

[18] P(i, *S$&mtffjt.frr&b£* PG, j-l)dS»jWi-SKlCRU). DCRU) 

[19] P(i, Sfe^|Mfrr-5K2CrS). D(TS)£P(i+l, j)fca£fltt-*; 
[20] P(i, P(i-1, j)*S1feW-r5K2(TS), D(TS)£gfrIfc5; 

[21] p(k)w:, e ?>dMftiW-r-«j2(Tu), D(Tu)^p(k+D— mm-tz; 

[22] P(k)te N P(k-l)^jffcLTV^cJ2(TU), D(TU)^{t^S; 

[23] j, K^tt-ir-rs; 
[24] F^tf#-rs 0 

[0085] (c-4) s^»fci-»^ri, is^^^Miii^-grSdN M&}<D&m&—®&\z.-r 

[0086] *|8M©0*UV^||ife^j!BSrKMUfc*s x *mWte, $\-Wm?7X*X~<Dm 
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[0087] ^flcttfctt-t^u^Afcfc, «»[©/-K36^^*tb5tf3St«|^^^lJ:*5»tS 
[0088] ZbiattmWom^l^ ^Ltc^vy^frbteZ^vyy^vJffK Z-<D 
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m^^fi^^&nmK^m\.xm^fY%mmx^m^, 2®^- 

m&lZ.&rtZ>(rs | tu)<->(tu | rs)(DMfo&&m^tK£<9 > m$rt\-n*mb~t- 

wc, &mvx\,^i®ft&mftm&^.m-rz>%tm : &m~rz>s m^muz.mm<D^m 

o 

mzftm^xmm&ttwmmx&m£i£z>z.b\-£V). mftttw&Ub-t, m^m4 

[6] mm^mnmtmm^mn^mmt^mmmmu mm^mnmRxfwimm. 
Wktttv?frnfr®mnmizfrmvxfftm&t\-wmmxmmzi£. tsb\^ 2«^- 

«#K*$ft5(rs | tu)<->(tu | rs)W^^5^t-J;«9,^ff-^Sr^-r 
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o 

[8] ii&f^£fT*j&tmia*£^ 

[9] MfB&&fT^J£^fi^&^J©|g^^ 

Lxwim&t\-&mmxmmz^ £<b^ 2m*m&iz.&vz(xs i tu)<-xtu i 
[io] mmmw&m&teU&mz.2mi L mft&ft)<\ &2n*m#<Dmmizm^x 

[12] ffifB!fc£fT3&J£fl&fE«£f^ 

L-xwm^wmmxmm^. 2m^m^^m(rs \ tux-xtu i 

[14] tMMi^tt^SiQ FTtB*IE«affT?*)o-C, W*Sl3fcffi«©:7W7A«*i|ft 
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